In the title compound, C 26 H 26 N 2 O 2 S, the dihedral angle between the benzothiazole and coumarin rings is 8.34 (7) , indicating that the overall benzothiazole substituent is almost coplanar with the coumarin rings. An intramolecular SÁ Á ÁO [2.813 (1) Å ] contact may help to stabilize the molecular conformation. In the crystal structure,stacking interactions [centroid-centroid distances = 3.480 (2) Å ] link pairs of molecules.
Related literature
For background to organic light-emitting diodes (OLEDs), see: Lee et al. (2009) . For the use of the title compound as an organic light-emitting diode, see: White et al.(2010) . For SÁ Á ÁO interactions, see: Mellor et al. (1971) ; Kucsman et al. (1984) . For the crystal structure of benzothiazole-ethylcoumarin, see: Padilla-Martínez et al. (2003) and for that of coumarin, see: Gavuzzo et al. (1974) ; Chinnakali et al. (1999) .
Experimental
Crystal data C 26 H 26 N 2 O 2 S M r = 430.55 Monoclinic, P2 1 =c a = 9.2180 (4) Å b = 13.7079 (6) Å c = 18.6885 (6) Å = 115.890 (2) V = 2124.46 (15) Å 3 Z = 4 Mo K radiation = 0.18 mm À1 T = 173 K 0.50 Â 0.40 Â 0.40 mm
Data collection
Bruker SMART CCD area-detector diffractometer 11820 measured reflections 4179 independent reflections 3592 reflections with I > 2(I) R int = 0.030 Refinement R[F 2 > 2(F 2 )] = 0.036 wR(F 2 ) = 0.100 S = 1.06 4179 reflections 280 parameters H-atom parameters constrained Á max = 0.31 e Å À3 Á min = À0.28 e Å À3 Data collection: SMART (Bruker, 2000) ; cell refinement: SAINT-Plus (Bruker, 2000) ; data reduction: SAINT-Plus; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL.
10-(1,3-Benzothiazol-2-yl)-1, 1,7,7-tetramethyl-2,3,6,7-tetrahydro-1H,5H,11H-pyrano[3,2g] pyrido [3,2,1-hi] (Lee et al., 2009 ). Among such luminescent compounds, 10-(2-Benzothiazolyl)-1,1,7,7-tetramethyl-2,3,6,7-tetrahydro-1H,5H,11H-benzo[l]pyr ano [6,7,8-ij] quinolizin-11-one, often referred as C545T, is regarded as an excellent fluorescent compound and has been widely studied because of its ability to achieve high external quantum efficiency in organic light-emitting diodes (White et al., 2010) . Therefore, as a good emitter the structure of C545T is of interest to materials chemists.
In the title compound (Scheme 1, Fig.1 ), the benzothiazole and coumarin segments lie in the same plane with a dihedral angle of 8.34 (7)° between the respective planes. This coplanarity may be assisted by a short intramolecular contact (2.813 (1) Å) between S1 and O1 (Mellor et al., 1971; Kucsman et al., 1984) . All bond lengths and bond angles are normal and comparable to those of observed in the structures of coumarin and benzothiazole derivatives (Gavuzzo et al., 1974; Chinnakali et al., 1999; Padilla-Martínez et al., 2003) .
A π-π stacking interaction is observed between two adjacent coumarin segments in the crystal packing is observed [C12···C9 i = 3.480 (2) Å; Cg1···Cg1 i = 3.778 Å; where Cg1 is the centroid of the O2, C8-C12 ring; symmetry code (i) 1-x, 1-y, 1-z] (Fig. 2 ).
Experimental 10-(2-Benzothiazolyl)-1,1,7,7-tetramethyl-2,3,6,7-tetrahydro-1H,5H,11H-benzo[l] pyrano [6,7,8-ij] quinolizin-11-one (C545T) was purchased from the Aldrich Chemical Company. Slow evaporation of a solution of CH 2 Cl 2 and hexane (1:1, v:v) gave suitable single crystals for X-ray analysis.
Refinement
All H-atoms were positioned geometrically and refined using a riding model with d(C-H) = 0.95 Å, U iso =1.2U eq (C) for aromatic, 0.99 Å, U iso = 1.2U eq (C) for CH 2 , and 0.98 Å, U iso = 1.5U eq (C) for CH 3 atoms. 
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.19362 (5) 0.61269 (3) 0.29844 (2) 0.02617 (12) O1 0.48027 (14) 0.50800 (9) 0.33612 (7) 0.0319 (3) 0.0239 (7) 0.0215 (7) 0.0263 (7) 0.0020 (5) 0.0104 (5) 0.0026 (5) N2 0.0340 (8) 0.0252 (7) 0.0295 (7) 0.0102 (6) 0.0158 (6) 0.0076 (6) C1 0.0364 (9) 0.0253 (8) 0.0299 (9) 0.0046 (7) 0.0079 (7) 0.0064 (7) C2 0.0345 (9) 0.0279 (9) 0.0331 (9) 0.0109 (7) 0.0027 (7) 0.0026 (7) C3 0.0247 (8) 0.0291 (9) 0.0316 (9) 0.0057 (7) 0.0048 (7) −0.0065 (7) (9) 0.0316 (9) 0.0071 (7) 0.0121 (7) 0.0031 (7) (9) 0.0359 (9) −0.0005 (7) 0.0144 (7) 0.0033 (7) Geometric parameters (Å, °) S1-C7 1.7382 (16) C14-C17 1.530 (2) S1-C6 
